Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.025; wR factor = 0.067; data-to-parameter ratio = 7.3. organic compounds o634 Soares-Sobrinho et al.
The conformation of the title compound [systematic name: Nbenzyl-2-(2-nitroimidazol-1-yl)acetamide], C 12 H 12 N 4 O 3 , can be described in terms of the relative orientation of three planar fragments, the imidazol group (A), benzyl group (B), and the acetamide fragment (C), with corresponding dihedral angles: A/C = 88.17 (4), B/C = 67.12 (5) and A/B = 21.11 (4) . The crystal packing is enhanced by a network of strong intermolecular N-HÁ Á ÁO hydrogen bonds.
Related literature
For related literature, see: Coura & Castro (2002) ; Lamas et al. (2006) ; Morilla et al. (2004) ; Silva et al. (2007) .
Experimental
Crystal data Mo K radiation = 0.11 mm À1 T = 100 (2) Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2007) ; cell refinement: APEX2; data reduction: APEX2; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Mercury (Macrae et al., 2006) and ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2003) .
The conformation of the title compound ( Fig. 1) can be described by the mutual orientation of three approximately planar fragments, A, B and C: one imidazole group (fragment A: N12, C13, N14, C15, C16, N17, O18 and O19 atoms) for which the maximum deviation from the least-squares plane is −0.067 (1) Å, the benzene group (fragment B: C1, C2, C3, C4, C5, C6 and C7 atoms) whose maximum deviation from the mentioned planarity is −0.013 (2), and the central acetamide The strategy of self-assembly through weak interactions is of central importance for efficient and specific biological reactions. In our case we can find one strong intermolecular O···HN hydrogen bond between N(8)-H(8) and O(10) that almost lies along the "a" axis ( Fig. 2) .
Benznidazole was supplied by Laboratório Farmacêutico do Estado de Pernambuco/LAFEPE batch 13871(Recife, Brazil).
Purity was estimated by differential scanning calorimetry (DSC-50 Shimadzu) and high-performance liquid chromatography (HPLC Shimadzu) and found to be 99.9% (Silva et al., 2007) . Yellow crystals suitable for X-ray analysis were grown from a solution of methanol and acetonitrile (1:1 v/v) at 298 K over a period of a few days in air.
Data collection: APEX2 (Bruker, 2007) ; cell refinement: APEX2 (Bruker, 2007) ; data reduction: APEX2 (Bruker, 2007) ; Absorption correction: SADABS (Bruker, 2001) ; program used to solve structure: SIR97 (Altomare et al., 1999) ; program used to refinement structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: WinGX (Farrugia, 1999) ; geometric calculations:
PLATON (Spek, 2003) .
Refinement
The H8 atom was located in a difference map and refined. The rest of the H atoms were positioned geometrically and refined with use of a riding model with C-H = 0.95 − 0.99Å and U iso = 1.2 times U eq of the bonded C. Friedel pairs were merged for the final refinement. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Atomic displacement parameters (Å 2 )
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
0.0137 (6) 0.0156 (7) 0.0191 (6) 0.0026 (6) 0.0028 (5) −0.0051 (5) C2 0.0202 (7) 0.0166 (7) 0.0187 (7) 0.0025 (6) 0.0021 (5) −0.0016 (5) C3 0.0208 (7) 0.0276 (8) 0.0199 (7) 0.0040 (7 (7) 0.0194 (7) 0.0005 (6) −0.0037 (6) −0.0044 (5) C16 0.0210 (7) 0.0153 (7) 0.0171 (6) 0.0029 (6) −0.0014 (5) −0.0014 (5) supplementary materials sup-5 N17 0.0325 (8) 0.0211 (7) 0.0179 (6) 0.0008 (6) −0.0037 (5) 0.0002 (5) O18 0.0347 (6) 0.0323 (7) 0.0244 (5) −0.0023 (5) −0.0114 (5) −0.0012 (5) O19 0.0699 (10) 0.0196 (6) 0.0358 (6) −0.0031 (6) −0.0180 (6) 0.0077 (5) Geometric parameters (Å, °) 
